LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018293.D

Aca On : 19 Dec 2018 12:06

Operator : JU/SJ

Sample : PB115752BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM121518 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.675 300 304 311 rBV 48756 71072 1.83% 0.290%
2 5.122 374 380 392 rBV 1497977 2115934 54.55% 8.639%
3 6.687 640 646 660 rBY 1346450 2137348 55.10% 8.726%
4 7.028 697 704 719 rBVY 1494892 2317145 59.73% 9.460%
5 7.487 775 782 793 rBV 352850 536597 13.83% 2.191%

7.798 828 835 848 rBV 1139152 1790500 46.16% 7.310%
8.645 972 979 995 rBV 733150 1292583 33.32% 5.277%
334191 647384 16.69% 2.643%
12.751 1670 1677 1691 rBV 1773338 2771956 71.46% 11.317%
14.145 1908 1914 1926 rBV2 443434 766057 19.75% 3.128%
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11 15.657 2164 2171 2188 rBV 1287270 2045482 52.73% 8.351%
12 16.910 2378 2384 2398 rBV 559365 877151 22.61% 3.581%
13 17.821 2532 2539 2552 rBV4 69159 143079 3.69% 0.584%
14 19.115 2755 2759 2769 rBV7 34940 69736 1.80% 0.285%
15 19.562 2829 2835 2845 rBV 3258236 3879176 100.00% 15.837%

16 21.127 3096 3101 3109 rBV 851060 1176108 30.32% 4.802%
17 22.633 3355 3357 3363 rVB 121367 164526 4.24% 0.672%
18 23.168 3444 3448 3454 rVB2 147907 217353 5.60% 0.887%
19 23.286 3462 3468 3483 rVB 654255 1265954 32.63% 5.168%
20 23.774 3547 3551 3559 rvB3 110709 208959 5.39% 0.853%

Sum of corrected areas: 24494100
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018293.D

Aca On : 19 Dec 2018 12:06

Operator : JU/SJ

Sample : PB115752BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018293.D

3000000
2500000

2000000
5.12 7.03
1500000 6.60

7.80

1000000
8.65

500000 7.49 10.95

4.68

R e L L L

T T
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Abundance TIC: BM018293.D
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Abundance TIC: BM018293.D
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2500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018293.D

Aca On : 19 Dec 2018 12:06

Operator : JU/SJ

Sample : PB115752BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

4.68 2.65 ng 71072 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 37
4 Butane. 1-(l-methvlethoxv)- 116 C7H160 001860-27-1 12
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 9

Abundance Scan 305 (4.681 min): BM018293.D (-300) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0
83.0 440 4.60 4.80 5.00
o b 2 2989 Tz 59.10 79.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U UL A R R
440 4.60 4.80 5.00
59.0 m/z 101.00 32.99%
270 g3.0 101.0
ottty e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine
43.0 59.0
440 4.60 480 500
5000/ 18.0 m/z 58.10 16.78%
0"”“'w“H*'“i"“l"“l"“l"“l"”l"”l"“l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4036: Butyl aldoxime, 3-methyl-, syn-
59.0 440 4.60 4.80 5.00
m/z 41.00 13.05%
41.0
5000
86.0
0"”I"”IM'WW'N”IJ'”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018293.D

Aca On : 19 Dec 2018 12:06

Operator : JU/SJ

Sample : PB115752BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.03 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.03 86.36 ng 2317150 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 704 (7.028 min): BM018293.D (-697) (-) m/z 132.00 100.00%
132.0
5000 68.1
%00 L o o680 B 70 750 70
ol e m/z 68.10 46.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR NS RS RAR

6.60 6.80 7.00 7.20 7.40
m/z 134.00 32.30%

31.0 51.0
o | [l " I | |
B e o B R WAL e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
e
970 6.60 6.80 7.00 7.20 7.40
5000 ’ m/z 66.10 30.87%
70.0
0 510 116.0
O O -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- T ERmm REEm
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 20.40%
5000
3.0
150 550 790, }??f{. N —
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018293.D

Aca On : 19 Dec 2018 12:06

Operator : JU/SJ

Sample : PB115752BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.82 3.26 ng 143079 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 1-(p-Toluidino)-1-deoxy-.beta.-d... 269 C13H19NO5 1000226-06-4 43
Abundance Scan 2539 (17.821 min): BM018293.D (-2532) (-) m/z 73.05 100.00%
73.0
5000 129.0 s
97.1 185.1 i o e e
157.0 2563 5509 17.|60 17.I80 18.IOO 18.|20
01 m/z 55.00 73.86%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0
17.60 17.80 18.00 18.20
‘ 97.0 m/z 60.10 73.68%
157.0 185.0
Ot
m/z--> ﬁo 45 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73.0
43.0 17.60 17.80 18.00 18.20
m/ 43.10 73.67Y%
5000 1290 4 0
185.0 228.0
e
ol . \ 0 SV N P AR
miz-> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
73.0 17.60 17.80 18.00 18.20
43.0 m/z 41.00 58.05%
5000 129.0
171.0
97.0 214.0
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018293.D

Aca On : 19 Dec 2018 12:06

Operator : JU/SJ

Sample : PB115752BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.63 2.60 ng 164526 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 92
2 Eicosane 282 C20H42 000112-95-8 86
3 10-Methvlnonadecane 282 C20H42 056862-62-5 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 64
Abundance Scan 3357 (22.633 min): BM018293.D (-3355) (-) m/z 57.10 100.00%
517.
5000
% 193.0 282.1 50140 2960 9280 23.00
1470 240.3 356.1 4291 489.1 22.40 22.60 22.80 23.00
0 ...'.,"...I.J,'Jl.'.":‘,“.'ﬁ“. Ly 203 Lo AR L Tw/z 71.10 86.41%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82608: Heptadecane
57.0
5000 AL BN UL BN U
22.40 22.60 22.80 23.00
9.0 m/z 43.10 64.07%
osd { | |4 ] ;14101830 2400
m/z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #107655: Eicosane
57.0
2240 22.60 22.80 23.00
5000 m/z 85.10 57 .53%
9.0
oL L. J ||| 11048300050 2820
m'z--> 0 50 100 150 200 250 360 350 400 450 '
Abundance #107656: 10-Methylnonadecane T T
57.0 22.40 22.60 22.80 23.00
m/z 41.05 29.84%
5000
9.0 154.0
m'z--> 0 50 100 150 200 250 300 350 400 450 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018293.D

Aca On : 19 Dec 2018 12:06

Operator : JU/SJ

Sample : PB115752BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.17 3.43 ng 217353 Perylene-d12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Eilcosane 282 C20H42 000112-95-8 90
3 Octadecane 254 C18H38 000593-45-3 74
4 Tetracosane 338 C24H50 000646-31-1 74
5 Docosane 310 C22H46 000629-97-0 74
Abundance Scan 3448 (23.168 min): BM018293.D (-3444) (-) m/z 57.10 100.00%
57.1
"0 193.0 2'80 2300 2320 2340
141.1 Opopo 2811 22.80 23.00 23.20 23.40
ol,H | bl LfS82 3880 4L Thyz 71.05  81.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99477: Nonadecane
57.0
5000 AR AR BN DARRE
nmmmmm%m
99.0 m/z 43.10 62.76%
0 25J0 1 l | 141 0 183 0 2250 268 0
m/z--> 55 160 150 260 250 300 3éo 460
Abundance #107653: Eicosane
57.0
22.80 23.00 23.20 23.40
5000 m/z 85.10 61.11%
m/z--> 55 100 1%0 260 250 300 3%0 460
Abundance #91037: Octadecane A AR
57.0 22.80 23.00 23.20 23.40
m/z 55.10 23.28%
- kﬁ¢”VwNﬂWﬂW¢N/\WVMMMVKANWJUw
99.0
0 \‘ ] | J | :IL4:IL q :JI-83 0 254 0
m/z--> 5'0 1(')0 1&1,0 2(')0 250 300 35'30 400 22. 80 23. oo 23 20 23. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018293.D

Aca On : 19 Dec 2018 12:06

Operator : JU/SJ

Sample : PB115752BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.77 3.30 ng 208959 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Octadecane 254 C18H38 000593-45-3 78
3 Heneicosane 296 C21H44 000629-94-7 53
4 Heptadecane 240 C17H36 000629-78-7 52
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 47
Abundance Scan 3550 (23.768 min): BM018293.D (-3547) (-) m/z 57.10 100.00%
57.1
: 191.0 2N 9aan oatan sann
23.40 23.60 23.80 24.00
. 357.1 .
- : 3249 416.0 m/z 71.10 88.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57.0
5000 AU U AR B
23. 40 23. 60 23 80 24.00
99.0 m/z 85.10 73.89%
oL ‘ | J 1419 183.0 2250 2820
m/z--> 55 100 150 260 250 360 3%0 460
Abundance #91036: Octadecane
57.0
23.40 23.60 23.80 24.00
5000 m/z 43.05 68.53%
99.0
oLy ¥ 141.0 183.0 221.0254.0
m/z--> 55 100 1%0 260 2éo 360 3%0 460
Abundance #115570: Heneicosane L B o
57.0 23.40 23.60 23.80 24.00
m/z 69.10 34.77%
5000
99.0
0150 ] L) ]\J 141.0 183.0 225.0 296.0
m/z--> 50 100 1&'30 2(')0 250 3(')0 3&1;0 4(')0 23. 40 23. 60 23 80 24. 00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121918\
Data File : BM018293.D

Acq On : 19 Dec 2018 12:06

Operator : JU/SJ

Sample : PB115752BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.68 2.6 ng 71072 1 7.49 536597 20.0
unknown7 .03 7.03 86.4 ng 2317150 1 7.49 536597 20.0
n-Hexadecanoic acid 17.82 3.3 ng 143079 4 16.91 877151 20.0
Heptadecane 22.63 2.6 ng 164526 6 23.29 1265950 20.0
Nonadecane 23.17 3.4 ng 217353 6 23.29 1265950 20.0
Eicosane 23.77 3.3 ng 208959 6 23.29 1265950 20.0
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